Effects of noncrystallographic symmetry on the epsilon 1 relationship. I. Bicentric arrangements in P1.
An exact Fourier representation of the probability for the epsilon 1 relationship is derived, which takes into account the presence of noncrystallographic centrosymmetry in the asymmetic unit of the space group P1. Illustrative examples show that the main effect of noncrystallographic symmetry is to decrease the probability that E2h is positive, as compared to the corresponding probability in the absence of such symmetry. The effect appears to be more pronounced in the equal-atom case than it is for a structure having a heterogeneous atomic composition.